Where superscript "b" was indicated for B97D parameters, the values were obtained through Berny optimization (numerical second derivative method). All positive frequencies were achieved where were calculated. B97D parameters without superscript were obtained from optimizations using analytical second derivatives. Application of this latter method was needed in order to obtain all positive frequencies; Table S1 for all optimized structures in different environments as calculated at the B97D and MP2 levels. The distances are provided in pm (although pm specification is not indicated because of the crowded drawings). Bond angle values are followed by the degree symbol. HNCC torsion angles are 180° or 0°, otherwise shown.
